General procedure
The charge hopping rate from molecule i to k is given by the Marcus equation: 1
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Jik is the transfer integral, ΔEik is the change in energy between molecules i and k, and λ is the reorganisation energy. The reorganisation energy is the sum of the energy cost associated with the rearrangement of the molecules involved in the hop and their surroundings, respectively called inner (λin) and outer (λou) reorganisation energies. λin is calculated with the 4-point method: 2 λ #= = ( = >/@ − A >/@ + A B − = B ) The superscript +/and 0 indicate the charged and neutral systems respectively and the subscript n and c indicate that the energy is calculated at the neutral or charged molecular geometry. The outer reorganisation energy is harder to quantify, so was approximated to 0.3 eV for all the structures studied. As the maximum transfer integral found was ≈0.07 eV and λ was always higher than 0.4 eV, the assumption of weak coupling (J << λ) was valid. For all structures studied, the maximum transfer integral was less than 0.1 eV.
The change in energy between the sites is:
where εi and εk are the energies of frontier orbitals for molecule i and k respectively, q is the charge on an electron, F is the field vector and rik is the distance vector between sites i and k. As we do not include energetic disorder in the model, εi = εk and the only contribution to is given by the electric field. The angular dependent mobility was found with this method by applying a field of strength 10000 V cm -1 at 10 degrees intervals in each of the 3 planes. To obtain a mobility from the set of rates, we used a Master equation approach: 3
Pk is the probability of site k being occupied by a charge and Γik is the rate of hopping between sites i and k. The equation is valid in the low charge limit. By considering a matrix A defined as:
The master equation can be solved in steady state with AP = 0. The average velocity of charges can then be found through the steady state probabilities:
The last step is to calculate the charge mobility: 
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